


CONTENTS 


Torsional vibrations in two-photon resonance spectroscopy of toluene derivatives 


J.G. Philis (loannina, Greece) and L. Goodman (New Brunswick, NJ, U.S.A.) ..................05- 1 
Molecular structure of 1,1, 1-trichloroethane 
(Ps RUE GE Rn 8: Vena CRUG: AION acces ac desnnscaceass con deecdvareccnaaneudwlncsdiseteavicutiadddedexedes 7 


The gas-phase molecular structures of monomeric and dimeric bis(dimethylamino)tin(Il), 

Sn(NMe,)>. An electron diffraction study 

B. Beagley and N.G. Scott (Manchester, Gt. Britain) and D. Schmidling (New York, NY, 

RIN ie we scrdvous eas ancioncadtecdancvansvatud tasers tstecncrteersisadsdedtads ieaudadaemetesdaadwatisratedviaecsiovsaddaddewse 15 
Instant ligands. Part 5. The molecular structures of (PF2)OCH,C=CCH,O(PF,) in the gas 

phase and PF,0CH.2CH.CN in gaseous and crystalline phases 

A.J. Blake, M.J. Davis and D.W.H. Rankin (Edinburgh, Gt. Britain)...................... cece eee 25 
Determination of the gas-phase molecular structure of bis(trimethylsilyl)sulphide by 

electron diffraction and molecular mechanics calculations 

D.G. Anderson, G.A. Forsyth and D.W.H. Rankin (Edinburgh, Gt. Britain)......................0. 45 
Electron diffraction analysis of XY. and XY3 molecules with large amplitude motion. Part I. 

Dynamical model and molecular scattering function 

V.P. Spiridonov (Moscow, U.S.S.R.), A.G. Gershikov (Donetsk, U.S.S.R.) and V.S. 

ES eie Scans ECSU Os: OP RUDD cosas face. occ ac ade e Poskcxvacunaad dese astasenesasaes xudsebuandanasatasniteease 57 
Electron diffraction analysis of XY and XY3 molecules with large amplitude motion. Part Il. 

Survey of experimental studies 

V.P. Spiridonov (Moscow, U.S.S.R.), A.G. Gershikov (Donetsk, U.S.S.R.) and V.S. 

RE WUee SURE CPCI Wt SOR gcc osu xa czanas wei caccec oes sae suandseaad tina vscudeaccadess whet hendtawanieenwens 79 
Conformational structures, energies, rotational barrier heights and torsional force constants 

in the acid halides XH,C—CYO and X,HC-CYO (Y =F, Cl, Br and X=Cl, Br) 

Pe GEE IE FE SRI VING CDEIRVONN, NON WURIUD ooo ccs ssaee Giacecccesenee pecsedscsescccdstnecuatnecssnnseus 95 
Torsional potentials in halogen derivatives of 2-methylpropana: obtained by molecular 

mechanics calculations 

LG. Faksness and: Stmlevik (Dragvoll, NOTwaw) <.<<sscs.<cisvcecaceccisecsccuanccecenescecssenncdessese 103 
The influence of steric effects on proton-transfer equilibrium in intramolecular hydrogen 

bonds 


EU PRON EIEIIC CERNE TINAN PINON 255 Soca Soccer eecciasaaduclscceceph dau tocnceunste duds suecaasdenavanpesdaacieaes 109 
Rotational isomerism in 2-methyl-1,2-dinitropropane 

Y.L. Lam, B.G. Tan and H.H. Huang (Singapore, Singapore) ..................cceeeeeeeeeeeeeeeeeeeeeeees 115 
Adsorption and reaction of trans-cinnamonitrile on a silver surface investigated by Raman 

spectroscopy 

HLA. Ghun, MS. Kinane. Kim (Seoul, KOneay sci ciicccccces ccenccccsc ccc cticccccnsesccceecwncsccsasnseees: 127 
Vibrational spectra and conformation of diallyl disulphide in the liquid state 

H. Suzuki, K. Fukushi, S.-l. Ikawa and S. Konaka (Sapporo, Japan) .................:ceeeeeeeeeeeeeee 141 


The Morse-like potential model accounting for a stretch—bend interaction in linear XYZ 
molecules 


B.S. Butayev, V.S. Lyutsarev, A.S. Saakyan and V.P. Spiridonov (Moscow, U.S.S.R.) ....... 149 
Ab initio vibrational analysis of trans- and gauche-2,3-dimethylbuta- 1,3-diene 

C.W. Bock (Marcus Hook, PA, U.S.A.) and Y.N. Panchenko (Moscow, U.S.S.R.) .............. 159 
Molecular geometry and frequencies of vibration of the molecule LizCO3 

F. Ramondo and L. Bencivennt (ROM, NAW)... <05 cis. cccecciccsedccseeeccesanaccosesdescsevsnareuscsccodeacs 169 


Hydrogen bonds with large proton polarizability in films of (L-his),, and (L-lys),, with a model 
molecule of the head group of phosphatidylserine: proton conduction in polar surfaces 
of biological membranes 
G. Eaborte ariel G.- Zuneer (utes FPR) oo vcedi secs ccccccecedececadadadscucssalaceaienstuddissacsacisdazecenws 175 





Hydrogen bonding. Part 32. Strong hydrogen bonding as the driving force for the 
solubilization of phthalic acid by fluoride ion 
K.M. Harmon, L.M. Pappalardo and P.K. Keefer (Rochester, MI, U.S.A.) ............eeeeeeeceee 189 
Vibrational levels connected with reaction coordinate in conformer interconversion 
processes: application of the phase integral method to torsional energy levels 
T. Raaska, H. Kunttu, M. Rasdnen, J. Luppi and P. Pajunen (Helsinki, Finland) 
Which tautomeric form of 5-methylcytosine predominates in vacuum? 
Pi FOS eet. ROSE PUIG AZ RS i sis cade ccndan Cenc ccba van bts yaddnscnntaleunceecabobeee 209 
A dipole moment study of (Z)-a,f-diarylacrylonitriles 
M.E. Amato and G. Scarlata (Catania, Italy), J. Curé and H. Lumbroso (Paris, France) 
[N-H---N]* and [H—H---N]~ intramolecular hydrogen bonds in the complex of 1,8- 
bis(dimethylamino)naphthalene with 1,8-bis(4-toluenesulphonamide)-2,4,5,7- 
tetranitronaphthalene 
Z. Malarski and T. Lis (Wroctaw, Poland), E. Grech and J. Nowicka-Scheibe (Szczecin, 
Poland) and K. Majewska (Katowice, Poland) 
An answer to the SPIRO versus ANSA dilemma in cyclophosphazenes. Part XIV. The first 
MACRO-BINO and MEGA-BINO species from oxodiamines 
F. Sournies, P. Castera, A. El Bakili and J.-F. Labarre (Toulouse, France) 
An answer to the SPIRO versus ANSA dilemma in cyclophosphazenes. Part XV. The first 
MACRO-diBINO and MEGA-diBINO non-geminal species from oxodiamines 
F. Sournies, P. Castera, J.-P. Faucher, M. Graffeuil and J.-F. Labarre (Toulouse, France) 
Crystal and molecular structure of the first DIBINO non-geminal macrocyclic 
dicyclophosphazene {N3P3Cl4[HN—(CH2)3—O—(CH2)2—O—(CH2)3—NH]}. 
R. Enjalbert, J. Galy, F. Sournies and J.-F. Labarre (Toulouse, France) 
Crystal structure of bis(pyridine betaine) hydrochloride monohydrate 
X.-M. Chen and T.C.W. Mak (Shatin, Hong Kong) 
A novel 1: 1 canal inclusion network formed by deoxycholic acid dimers (bislactones) with 
benzene molecules: an X-ray study 
S. Stankovié (Novi Sad, Yugoslavia), A. Kalman and Gy. Argay (Budapest, Hungary), D. 
Miljkovié and K. Kuhajda (Novi Sad, Yugoslavia), |. Vickovié and M. Bruwo (Zagreb, 
Yugoslavia) and O. Ori (Parma, Italy) 
Electron spin resonance of gamma irradiated single crystals of acetylcholine iodide and 
bromide 
F. Kéksal, M. Birey, R. Tapramaz and F. Celik (Samsun, Turkey) 
The structure and mobility of L-alanine residues of tropomyosin in the solid state as studied 
by high resolution solid state '*C NMR spectroscopy 
S. Tuzi, S. Sakamaki and |. Ando (Tokyo, Japan) 
'H and 'SC NMR study of substituted 3-OH pyridines 
D.G. De Kowalewski and C. De Los Santos (Buenos Aires, Argentina) 
'3C NMR spectra and enol-enol tautomerism in crystalline keto—enols 
A.|. Kol’'tsov and A.A. Elkin (Leningrad, U.S.S.R.) and D.Kh. Zheglova (Sofia, Bulgaria) 


Short communication 
Molecular structure of gaseous xanthene by electron diffraction 
K. lijima, T. Misu and S. Onuma (Shizuoka, Japan) 


Book reviews 


Author index 











